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Scheme S2 Three inputs for geometrical optimization. From left to right: monodentate, bidentate chelating and bidentate bridging.
Figure S1
Optimized structures of TiO 2 , 1TiO 2 , 2TiO 2 and 3TiO 2. All the three inputs (monodentate, bidentate chelating and bidentate bridging) give rise to a monodentate structure in the end, implying that the monodentate adsorption mode affords the best stability for these -NO 2 dyes. 
